Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; R factor = 0.071; wR factor = 0.155; data-to-parameter ratio = 19.6.
Experimental
Crystal data Mo K radiation = 0.30 mm À1 T = 293 K 0.45 Â 0.38 Â 0.24 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: refined from ÁF (XABS; Parkin et al. 1995) T min = 0.703, T max = 0.999 9064 measured reflections 9064 independent reflections 6169 reflections with I > 2(I) Refinement R[F 2 > 2(F 2 )] = 0.071 wR(F 2 ) = 0.155 S = 1.09 9064 reflections 463 parameters H-atom parameters constrained Á max = 0.54 e Å À3 Á min = À0.49 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C9B-C14B ring. Symmetry codes: (i) x À 1 2 ; y þ 1 2 ; z; (ii) x þ 1 2 ; y À 1 2 ; z; (iii) Àx þ 1 2 ; y À 1 2 ; Àz þ 1 2 ; (iv) Àx þ 1 2 ; Ày þ 1 2 ; Àz.
Data collection: SMART (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009 ). Fig. 1 . ORTEP diagram of the title molecule with the atom numbering scheme. Displacement ellipsoid are drawn at 30% probability level. H-atoms were removed for clarity. Geometric parameters (Å, °) S1A-C7A 1.733 (3) S1B-C7B 1.728 (4) S1A-C1A 1.820 (3) S1B-C1B 1.826 (3) 121.0 C7B-N6B-H6B 120.9 C5A-N6A-H6A 121.0 C5B-N6B-H6B 120.9 N6A-C7A-S2A 126.0 (2) N6B-C7B-S2B 125.8 (3) N6A-C7A-S1A 110.4 (2) N6B-C7B-S1B 110.5 (2) S2A-C7A-S1A 123.60 (17) S2B-C7B-S1B 123.7 (2) O2A-C8A-N2A 125.7 (4) O2B-C8B-N2B 126.5 (3) O2A-C8A-C2A 125.6 (3) O2B-C8B-C2B 126.1 (3) N2A-C8A-C2A 108.7 (3) N2B-C8B-C2B 107.4 (3) C10A-C9A-C14A 122.9 (4) C10B-C9B-C14B 122.7 (4) C10A-C9A-N2A 127.6 (4) C10B-C9B-N2B 127.2 (3) C14A-C9A-N2A 109.4 (3) C14B-C9B-N2B 110.0 (3) C11A-C10A-C9A 116.9 (4) C11B-C10B-C9B 116.9 (4) C11A-C10A-H10A 121.6 C11B-C10B-H10B 121.5 C9A-C10A-H10A 121.6 C9B-C10B-H10B 121.5 C12A-C11A-C10A 122.0 (4) C12B-C11B-C10B 121.7 (4) C12A-C11A-H11A 119.0 C12B-C11B-H11B 119.1 C10A-C11A-H11A 119.0 C10B-C11B-H11B 119.1 C11A-C12A-C13A 120.1 (4) C11B-C12B-C13B 120.7 (4) C11A-C12A-H12A 120.0 C11B-C12B-H12B 119.6 C13A-C12A-H12A 120.0 C13B-C12B-H12B 119.6 C14A-C13A-C12A 119.3 (4) C12B-C13B-C14B 118.9 (3) C14A-C13A-H13A 120.4 C12B-C13B-H13B 120.5 C12A-C13A-H13A 120.4 C14B-C13B-H13B 120.5 C13A-C14A-C9A 118.7 (3) C13B-C14B-C9B 118.9 (3) C13A-C14A-C2A 131.4 (3) C13B-C14B-C2B 132.2 (3) C9A-C14A-C2A 109.3 (3) C9B-C14B-C2B 108.6 (3) N1A-C15A-H15A 109.5 N1B-C15B-H15D 109.5 N1A-C15A-H15B 109.5 N1B-C15B-H15E 109.5 H15A-C15A-H15B 109.5 H15D-C15B-H15E 109.5 supplementary materials sup-11
Figures
C4A-C16A-C21A-C20A 177.1 (3) C4B-C16B-C21B-C20B −177.5 (4) C19A-C20A-C21A-C16A 0.4 (6) C19B-C20B-C21B-C16B 0.7 (7) Hydrogen-bond geometry (Å, °) Cg1 is the centroid of the C9B-C14B ring. Symmetry codes: (i) x−1/2, y+1/2, z; (ii) x+1/2, y−1/2, z; (iii) −x+1/2, y−1/2, −z+1/2; (iv) −x+1/2, −y+1/2, −z.
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